two-site PT:
two-site PT:
infinite site PT:
where k is the observed rate constant at deuterium content of n, k 0 is the rate constant at 0 deuterium content.
Numerical examples for the calculation of the solvent KIE, using different limits for ΔG 0 and λ
From Eq 6 in the text, when λ is constant, the ET rate is proportional to the exponential term of the Marcus equation:
where ΔG ‡ is calculated from Eq 5 in the text.
In the limit of |ΔG 0 | < λ, and slightly endergonic, a sample calculation of the KIE follows:
Using 
